Abstract C 7 H 6 N 2 , monoclinic, P2 1 /c (no. 14), a = 7.2382 (6) 
Experimental details
Carbon-bound hydrogen atoms were placed in calculated positions (C-H 0.95, C-H 0.99 Å for methylene groups and C-H 1.00 Å for methine groups) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2U eq (C). The H atoms of the methyl groups were allowed to rotate with a fixed angle around the C-C bond to best fit the experimental electron density (HFIX 137 in the SHELX program suite [10] ), with U iso (H) set to 1.5U eq (C). Both nitrogen-bound H atoms were located on a difference Fourier map and refined freely.
Discussion
Aniline compounds are used in many industries such as the production of dyes and pigments and -upon further functionalization -in agrochemistry [1] . Aromatic amines have attracted growing interest in environmental chemistry as they constitute hazardous waste and are considered as potential carcinogenes [2, 3] . Both -amines and some of their salts -were found to be excellent bactericides, fungicides and algaecides, and research about aromatic amines was further motivated by the presence of such amines in natural products, sulpha drugs, vitamins, amino acids and nucleic acids [4] . The structure of the title compound has been determined twice already, once at ambient temperature [5] and once at low temperature (153 K) [6] . The latter study reported a solid-solid phase transition for the title compound upon cooling the sample from 293 K to 255 K that turned the monoclinic into an orthorhombic polymorph. Structure refinement on a dataset obtained at 200 K proceeded fine in the monoclinic system only. The cell constants determined are in good agreement with the ones reported for the monoclinic polymorph at room temperature [5] . Thus, the phase transition that was reported to take place between room temperature and 255 K [6] could not be observed in our diffraction study. At the moment we suggest that the fast cooling to 200 K preserves the monoclinic room temperature phase. Intracyclic C-C-C angles cover a range of 118.63(13)-120.69(13)°with the two smallest angles found on the carbon atoms bearing the substituents. The smallest angle was detected on the carbon atom bearing the amino group. The trend in both these values is identical with the ones found for the monoclinic as well as the orthorhombic polymorph [5, 6] . Due to resonance with the aromatic system, the amino group shows planarization. In this structure the imino form is present and alernatively the compound could be named: 1-cyano-4-iminocyclohexa-2,5-diene-1-ide. For the least-squares plane defined by the phenyl group and the nitrogen atom of the amino/imino group this nitrogen atom deviates most from the plane by -0.044(2) Å (r.m.s. of all fitted atoms = 0.0259 Å). The planes defined by the respective atoms of the amino/imino group on the one hand as well as the phenyl group on the other hand enclose an angle of 11(2)°-a value that is slightly smaller than observed for the room temperature monoclinic polymorph [5] and as determined by NQR spectroscopy [7] and less than one third of the value observed for the low temperature orthorhombic polymorph [6] . In the crystal, classical hydrogen bonds of the N-H···N type are observed next to C-H···N contacts whose range falls by nearly 0.2 Å below the sum of van-der-Waals radii of the atoms participating in them. The latter contacts are supported by one of the hydrogen atoms in ortho position to the nitrile group and have the sp-hybridized nitrogen atom as acceptor which also acts as the acceptor for the classical hydrogen bonds. In terms of graph-set analysis [8, 9] , the descriptor for these classical contacts is C 1 1 (8) whereas the non-classical contact is classified as R 2 2 (10). Furthermore, a N-H···p contact is apparent in the crystal structure. In total, the molecules are connected to a three-dimensional network. 
